Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.032; wR factor = 0.090; data-to-parameter ratio = 15.0.
Related literature
For derivatives of 2-mercaptopyridine-3-carboxylic acid and compounds with 2-mercaptopyridine-3-carboxylate ligands, see: Panagiotis et al. (2003) ; Smith & Sagatys (2003) ; Humphrey et al. (2006) ; Ma et al. (2004) ; Quintal et al. (2002) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2006 ); cell refinement: SAINT (Bruker, 2006) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Crystal Impact, 2008); software used to prepare material for publication: SHELXTL (Sheldrick, 2008 (Smith et al., 2003) or 2-mercapto-nicotinic acid (Panagiotis et al., 2003) . Thus it can act as a monodentate (O or N), bidentate (O, O or O, N) or chelating (O, O or O, N) ligand interacting with metal ions, and a variety of coordination polymers have been characterised (Humphrey et al., 2006; Ma et al., 2004; Quintal et al., 2002) . In this work, we report a new derivative, 2-(carboxymethylsulfanyl)pyridine-3-carboxylic acid, (I), which was obtained by reaction of 2-mercaptopyridine-3-carboxylic acid with chloroacetic acid.
The molecular structure of (I) is presented in Fig. 1 . The carboxylate group is almost parallel to the pyridine group with a dihedral angle of 8.32 (9)°, while the carboxymethylsulfanyl group makes a torsion angle of 82.64 (12)° with the pyridine ring. The carboxylic O atoms, pyridine N atom together with lattice water molecules are involved in hydrogen-bonding interactions (Fig. 2) . In detail, the structure is stabilized by an intramolecular O-H···N hydrogen bond between the carboxy function of the carboxymethylsulfanyl group and the pyridine N atom. The other carboxy function acts as a donor and acceptor group for intermolecular O-H···O hydrogen bonds with the adjacent lattice water molecules which results in the formation of a chain structure running along the c direction.
The mixture of 2-mercaptopyridine-3-carboxylic acid (1.552 g, 10.0 mmol) and chloroacetic acid (2.835 g, 30.0 mmol) was stirred and refluxed under basic condition in which sodium hydroxide solution was needed to keep the pH around 11. After reaction for 4 h at 328 K, the mixture was cooled to room temperature. By adjusting the pH around 3 with concentrated hydrochloric acid, a white precipitate appeared rapidly. The solid was filtered off and washed with water. Single crystals suitable for X-ray diffraction were obtained in the mother liquid after evaporation within a few days.
Refinement
The carbon-bound H-atoms were positioned geometrically and included in the refinement using a riding model [C-H 0.93, 0.97 Å U iso (H) = 1.2U eq (C)]. The oxygen-bound H-atoms were located in a difference Fourier maps and refined with an O-H distance restraint of 0.83 Å [U iso (H) = 1.2U eq (O)].
supplementary materials sup-2 Figures   Fig. 1 . View of the molecular structure of (I), showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. (17) 171 (2) O4-H4···N1 0.86 (2) 1.72 (2) 2.5778 (17) 172 (2) Symmetry codes: (i) x+1, y−1, z; (ii) −x−1, −y+1, −z+2; (iii) −x−1, −y, −z+3.
